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Abstract

The Second Workshop on SciSoc Agents & LLMs: Agentic Al for
Scientific and Societal Advances aims to explore the emerging par-
adigm of agentic artificial intelligence, where Large Language Mod-
els (LLMs) are combined with autonomous agents, tools, memory,
and multi-step reasoning to drive scientific discovery and address
critical societal challenges. As LLMs continue to advance in ca-
pability, their integration into agent-based systems enables more
interactive, goal-driven, and adaptive workflows that go beyond
passive text generation. In particular, Agentic Al systems have
demonstrated strong potential in orchestrating complex scientific
pipelines, reasoning over large and heterogeneous datasets, interact-
ing with external environments, and supporting decision-making
in domains such as healthcare, environmental science, education,
public policy, and social sciences. By bringing together researchers
and practitioners from Al, data mining, science, and society, this
workshop aims to foster a comprehensive understanding of how
LLMs and agent-based architectures jointly redefine traditional re-
search methodologies. Participants will explore novel agentic frame-
works, multi-agent collaboration, and real-world deployments that
leverage LLM-powered agents to accelerate scientific progress and
generate meaningful societal impact.
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1 Workshop Overview

Topics. We invite submissions from diverse fields at the nexus

of Al science, and society, including but not limited to health-

care, environmental science, education, public policy, social science,

chemistry, and biology. We particularly encourage contributions

that demonstrate the practical applications of Large Language Mod-

els (LLMs) [1, 10-12] and autonomous agents [4, 7, 8] in addressing

real-world challenges. Relevant topics, focused on scientific and

societal applications, include but are not limited to the following

list:

« Pre-training and fine-tuning of foundation models for agent-
based scientific applications

» Multimodal agentic systems integrating text, images, graphs, time
series, and structured data

« Integration of LLMs with tools, memory, planning, and environ-
ment interaction

« Active learning strategies with LLMs in practical applications
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« Enhancing code generation for scientific practitioners
« Responsible, trustworthy, and ethical considerations of agent-
based Al in society
» Benchmarks, datasets, and evaluation protocols for agentic AI
and LLM-based agents
« Agentic workflows for Al-driven experimentation, hypothesis
generation, and validation
« Self-evolving agents with autonomous learning, adaptation, and
continual improvement
Target Audience. The target audience for the SciSoc Agents
& LLM Workshop includes a diverse group of stakeholders from
academia, industry, and government agencies who are at the fore-
front of artificial intelligence research and applications. Specifically,
the workshop aims to attract computer scientists, data scientists,
Al researchers, and domain experts in fields such as healthcare,
environmental science, public policy, and social sciences who are
interested in the integration and impact of Large Language Models
and autonomous agents within their disciplines. Additionally, the
event seeks to draw in policy makers and technology developers
who are focused on ethical considerations and the practical deploy-
ment of Al technologies in real-world scenarios. This gathering
will provide a unique opportunity for interdisciplinary exchange
and collaboration, aiming to foster innovations that drive scien-
tific discovery and address pivotal societal challenges through the
advanced capabilities of LLMs and agentic Al systems.

Relevance to KDD. This workshop is highly relevant to KDD,
as it focuses on data-driven advances that connect methodological

innovation with real-world scientific and societal impact. LLMs
and agentic Al systems are increasingly central to data mining
and Al research, with strong interest across both academia and
industry. Building on the momentum of LLM-focused events at
recent KDD conferences, this workshop provides a dedicated forum
for exploring how agentic Al can support scientific discovery and
address societal challenges. By bringing together data scientists, Al
researchers, domain experts, and policymakers, the workshop will
foster interdisciplinary discussion on emerging methods, practical
deployments, and open challenges. Through invited talks, panels,
oral presentations, and posters, participants will exchange insights
at the intersection of data mining, machine learning, science, and
society—areas central to KDD’s mission.

Motivation & Rationale. Autonomous agents and LLMs are
rapidly expanding beyond simple question-answering toward broader
applications in science and society. Recent advances have shown
their ability to solve complex reasoning tasks [3], support language
translation [6], perform professional-level question answering [5],
assist scientific discovery [9], and enable large-scale computational
social science research [2]. These developments highlight the grow-
ing potential of agentic Al and LLMs to accelerate scientific progress
and address societal challenges. The objective of the SciSoc Agents
& LLMs Workshop at KDD’26 is to provide a forum for academic
researchers and industry practitioners to present recent advances,
real-world implementations, and emerging applications of LLM-
powered agents for science and society. Given the current momen-
tum in agentic Al and the interdisciplinary nature of KDD, this
workshop will foster timely discussions and collaborations at the
intersection of data mining, machine learning, scientific discovery,
and societal impact. It will also complement broader LLM-focused
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events at KDD by offering a specialized focus on scientific and
societal advances.

2 Tentative Program Sketch

The half-day workshop is scheduled as a 3-hour event, excluding
coffee and lunch breaks, as follows:
« The half-day session

- 8:00 - 8:10 Welcome & Opening Remarks

- 8:10 - 8:50 Keynote I Dr. James Zou

- 8:50 - 9:20 Contributed Research Oral Talks I

- 9:20 - 10:00 Keynote II Dr. Le Song

- 10:00 - 10:40 Coffee break/Poster Session

- 10:40 - 11:20 Keynote III Dr. Nitesh Chawla

- 11:20 - 11:50 Contributed Research Oral Talks II

- 11:50 - 12:00 Best Paper Award Ceremony & Final Remarks
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